In the title zwitterionic compound, C 20 H 15 N 3 O 3 S 2 , the 2hydroxynaphthalene-1-carbaldehyde group A, the anilinic unit B and the 1,3-thiazol-2(3H)-imine group C are each approximately planar with r.m.s. deviation of 0.0721, 0.0412 and 0.0125 Å , respectively. The dihedral angles between A/B, A/C and B/C are 24.70 (10), 79.97 (7) and 83.14 (6) , respectively. There is an intramolecular S(6) motif involving the imine N-H and the naphtholate O atom. In the crystal, inversion-related molecules form dimers as a result of N-HÁ Á ÁN and N-HÁ Á ÁO hydrogen bonds with R 2
2
(8) and R 1 2 (4) motifs, respectively. Weakinteractions between the benzene and naphthyl rings of inversion-related molecules have ring centroid-centroid distances of 3.638 (2) and 4.041 (2) Å . A C-HÁ Á Á interaction occurs between the thiazol ring and the benzene ring of an adjacent molecule. Keywords: crystal structure; zwitterionic compound; sulfathiazole; hydrogen bonding; C-HÁ Á Á interactions;interactions. Table 1 Hydrogen-bond geometry (Å , ).
Cg4 is the centroid of the C12-C17 ring. was synthesized to study its biological properties and to explore complexation with different metals.
The title compound crystallizes as a zwitterion. In (I), the 2-hydroxynaphthalene-1-carbaldehyde moiety A (C1-C11/O1), the anilinic moiety B (N1/C12-C17) and the 1,3-thiazol-2(3H) -imine group C (N2/N3/S1/C18/C19/C20) are planar with r.m.s. deviation of 0.0721, 0.0412 and 0.0125 Å, respectively. The dihedral angles between A/B, A/C and B/C are 24.70 (10)°, 79.97 (7)° and 83.14 (6)°, respectively. The sulfonyl group D (S1/O2/O3) is oriented at a dihedral angle of 69.14 (10)° and 55.43 (13)° with B and C, respectively. There exist intermolecular H-bonding of N-H···O type ( interactions at a distance of 3.638 (2) Å between the centroids of Cg2-Cg3 i and Cg3-Cg2
Cg2 and Cg3 are the centroids of E (C4-C9) and F (C1-C4/C9/C10), respectively. Similarly π···π interactions exists between the centeroids of [Cg3-Cg4 ii and Cg4-Cg3 ii : ii = -x, -y, 2 -z] at a distance of 4.041 (2) Å. There also exist C -H···π interactions ( Table 1) . All π···π and C-H···π interactions participate in stabilizing the structure.
S2. Experimental
Equimolar quantities of 2-hydroxynaphthalene-1-carbaldehyde and 4-amino-N-(1,3-thiazol-2-yl)benzenesulfonamide (Sulfathiazole) were refluxed in methanol for 6 h. The solution was kept at room temperature for crystallization which affoarded light orange plates after 72 h.
S3. Refinement
The H-atoms were positioned geometrically (C-H = 0.93 Å, N-H= 0.86 Å) and refined as riding with U iso (H) = xU eq (C, N), where x = 1.2 for all H-atoms.
supporting information sup-2
Acta Cryst. (2015). E71, o421-o422
Figure 1
View of the title compound with the atom numbering scheme. Thermal ellipsoids are drawn at the 50% probability level.
H-atoms are shown as small circles of arbitrary radius. The dotted lines show intramolecular H-bonding.
Figure 2
A partial packing plot (PLATON; Spek, 2009) , which shows that molecules form dimers and are interlinked forming various ring motifs. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
1-{[(E)-(4-{[(2Z)-2,3-Dihydro-1,3-thiazol-2-ylidene]sulfamoyl}phenyl)iminiumyl]methyl}naphthalen-2-olate
R int = 0.052 θ max = 26.0°, θ min = 2.3°h = −11→11 k = −12→10 l = −13→13 Refinement Refinement on F 2 Least-squares matrix: full R[F 2 > 2σ(F 2 )] = 0.049 wR(F 2 ) = 0.127 S = 1.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq S1 0.26196 (9) 0.20802 (8) 1.398 (4) C19-C20 1.322 (4) C4-C9 1.408 (4) C19-H19 0.9300 C5-C6 1.367 (5) C20-H20 0.9300 O2-S1-O3 117.41 (13) C9-C8-H8 119.3 O2-S1-N2 103.97 (12) C8-C9-C4 116.5 (3) O3-S1-N2 112.68 (13) C8-C9-C10 124.6 (3) O2-S1-C15 108.18 (13) C4-C9-C10 118.9 (3) O3-S1-C15 106.92 (12) C11-C10-C1 118.7 (3) N2-S1-C15 107.23 (13) C11-C10-C9 120.1 (3) C20-S2-C18 90.63 (15) C1-C10-C9 121.0 (3) C11-N1-C12 125.0 (3) N1-C11-C10 123.7 (3) C11-N1-H1 117.5 N1-C11-H11 118.1 C12-N1-H1 117.5 C10-C11-H11 118.1
Hydrogen-bond geometry (Å, º)
Cg4 is the centroid of the C12-C17 ring. Symmetry codes: (i) −x+1, −y+1, −z+1; (ii) −x, −y, −z+1; (iii) −x+1, −y+1, −z+2; (iv) x+1, y, z.
